Theoretical exploration of MgH2 and graphene nano-flakes in cyclohexane: proposing a new perspective toward functional hydrogen storage material.
We studied the reaction mechanism of di-n-butylmagnesium decomposing into MgH2 in cyclohexane, and found a new route easier than famous β-hydride elimination. Further, we explored the dynamic behavior of graphene nano-flakes and MgH2 in cyclohexane, and gained new insights for efficient hydrogen storage material preparation.